Compound 1 (Anhydride):
Energy profiles for the conformers found for compound 1. The percent population is shown, with those included in the calculation highlighted in green. Data is sorted by relative Gibb's free energy. 
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Compound 4 (Intermediate):
Energy profiles for the conformers found for compound 4. The percent population is shown, with those included in the calculation highlighted in green. Data is sorted by relative Gibb's free energy. 
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Computed chemical shifts for H-Bonding models:
H-bonds to water:
Energy profiles for the conformers found for water H-bonding model. The percent population is shown, with those included in the calculation highlighted in green. Data is sorted by relative Gibb's free energy. Energy profile and computed chemical shifts for B3LYP-D3 optimized structures:
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